In this paper, we propose a weighted harmonic Golub-Kahan-Lanczos algorithm for the linear response eigenvalue problem (LREP). Convergence properties are established for the error bounds of the approximate eigenpairs. Moreover, we consider a practical thick-restart procedure to reduce the computational and memory costs and present a weighted harmonic Golub-Kahan-Lanczos algorithm with deflated restarting. Numerical tests show the efficiency of our new algorithms.
approximate deflating subspaces and then approximate eigenpairs of H from a far smaller matrix H S = 0 K S M S 0 , where K S and M S are both symmetric and positive definite. Some other effective methods and a rigorous theoretical analysis can be found in the references [9, 26] .
Motivated by the bidiagonalization idea in [1] , a weighted Golub-Kahan-Lanczos method (WGKL) was proposed for solving the LREP in [28] . It aims to generate a projection matrix
of H at the kth iteration, where B k is an upper or lower bidiagonal matrix. Due to the symmetry of B k , the eigenpairs of H can be constructed just from B k , not the whole B k . The convergence analysis shows that running k iterations of WGKL is equivalent to applying 2k iterations of a weighted Lanczos algorithm to H [28] . In the following discussion, we focus on the case that B k is an upper bidiagonal matrix; the lower bidiagonal case can be treated similarly.
It is well known that the classical Rayleigh-Ritz projection methods are suited to solve the exterior eigenproblems [18, 20] , while harmonic Rayleigh-Ritz projection methods are often used as efficient techniques for interior eigenproblems [10, 11, 12, 25, 29] . If we want to find the eigenpairs of a matrix A, then the harmonic Arnoldi method seeks (θ, x) satisfying
where σ is the target, K m (A, v) is the Krylov subspace, and v is the initial vector. This pair (θ, x) is a so-called harmonic Ritz pair. In this paper, the interior eigenvalues of H that we seek are those near to 0, i.e., here σ = 0. However, for the LREP, it is not known whether or not the harmonic type of WGKL is better suited for computing the interior eigenvalues. With WGKL, we propose a weighted harmonic Golub-Kahan-Lanczos algorithm (WHGKL) to solve the eigenproblem for H and study the question which one of WGKL and WHGKL methods is better for computing exterior or interior eigenvalues for LREP.
In this method, by increasing the iteration number, the dimension of the search space generally increases, thus, the computational cost of the orthogonalization usually becomes too large. This makes restarting necessary for solving interior eigenvalues. Motivated by the idea of the restarting strategy in [2, 13] , in this paper, we consider how to restart our weighted harmonic Golub-Kahan-Lanczos algorithm using the deflated restarting strategy, i.e., we add some harmonic Ritz vectors to the search subspace to achieve the purpose of acceleration. Consequently, we propose a weighted harmonic Golub-Kahan-Lanczos with thick restarting algorithm (WHGKL-TR) for the LREP.
The rest of this paper is organized as follows. In Section 2, some preliminaries are provided. In Section 3, we propose our weighted harmonic Golub-Kahan-Lanczos algorithm and a second version, both for the LREP, and give their error bounds for the approximate eigenpairs. We also analyze which method is better for interior eigenvalues. In Section 4, we consider how to restart the weighted harmonic Golub-Kahan-Lanczos algorithm and present the main algorithm of this paper. Numerical experiments in Section 5 illustrate the benefits of our new algorithms.
Throughout this paper, we use a capital letter to represent a matrix, and we write A i,j for a matrix with i rows and j columns and write A i for a matrix with i columns. I n is the n × n identity matrix. The vector e j is the jth column of the identity matrix of suitable size. If there is no special explanation, an eigenvector is a right eigenvector, and the same rule applies to a (harmonic) Ritz vector. A > 0 (≥ 0) means that the matrix A is symmetric positive definite (semidefinite). We use · 2 to express the spectral norm for matrices and the 2-norm for vectors. We use the weighted inner product (x, y) A = x T Ay in R n obtained from an n × n symmetric positive definite matrix A. The corresponding weighted norm, called ETNA Kent State University and Johann Radon Institute (RICAM)
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A-norm, is defined by
2. Preliminaries. In this section, we first introduce the weighted Golub-Kahan-Lanczos algorithm (WGKL) [28] , which is a useful method for the LREP. For the symmetric and positive definite matrices K and M given in (1.1), there exists an M -orthogonal matrix X ∈ R n×n and a K-orthogonal matrix Y ∈ R n×n such that
where B is upper bidiagonal; for details see [28, Lemma 1] . Based on the relations in (2.1), the WGKL algorithm can be stated as follows. ALGORITHM 1 (WGKL). Choose x 1 satisfying x 1 M = 1, and set β 0 = 1, y 0 = 0. Compute g 1 = M x 1 . For j = 1, 2, . . .
then after k iterations, the following wGKL relations are valid:
The WGKL process can be used to solve the LREP. One first defines
Then from (2.2),
Consequently, the first smallest eigenvalues of H together with their corresponding eigenvectors can be approximately constructed from B k , which is obviously symmetric. Suppose 
. . ,ψ k ], and Σ k = diag(σ 1 , . . . ,σ k ), withσ 1 ≥ · · · ≥σ k > 0. Then from (2.4), we may take
as Ritz values along with the corresponding M-orthonormal Ritz vectors of H, where M = M 0 0 K . We may use the residual norm
as the stopping criteria, whereφ jk is the kth element ofφ j . The following algorithm is the weighted Golub-Kahan-Lanczos algorithm for the LREP [28] , denoted by WGKL-1.
ALGORITHM 2 (WGKL-1). 1. Given an initial guess x 1 satisfying x 1 M = 1, a tolerance tol, as well as the number of desired eigenpairs. Set β 0 = 1, y 0 = 0;
Compute an SVD of B k , select ≤ k wanted singular valuesσ j and their associated left and right singular vectorsφ j andψ j . Form ±λ j andz ± j as in (2.5). Use (2.6) to verify convergence; if Hz + j −λ jz + j M ≤ tol, then stop. The following lemma is critical to our later discussion. LEMMA 2.1 ([28, Prop. 3.1]). The matrix M K has n positive eigenvalues λ 2 1 ≥ λ 2 2 ≥ · · · ≥ λ 2 n > 0. The corresponding right eigenvectors ξ 1 , . . . , ξ n can be chosen K-orthonormal, and the corresponding left eigenvectors η 1 , . . . , η n can be chosen M -orthonormal. In particular, for given {ξ j }, one can choose η j = λ −1 j Kξ j , and for given {η j }, ξ j = λ −1 j M η j , for j = 1, . . . , n. REMARK 2.2. From Lemma 2.1, it is not hard to obtain that λ j are the eigenvalues of H and [η j , ξ j ] T are the corresponding eigenvectors. Moreover, we have that
are the spectral decompositions of M K and KM , respectively, where Ξ = [ξ 1 , . . . , ξ n ], Γ = [η 1 , . . . , η n ], and Λ = diag(λ 1 , . . . , λ n ). REMARK 2.3. With k increasing in Step 2, the M -orthogonality of X k and the Korthogonality of Y k will slowly get lost. Thus, in practice, a reorthogonalization process can be added in each iteration to eliminate this shortcoming. The same strategy is executed in the following algorithms.
3. Weighted harmonic Golub-Kahan-Lanczos algorithm. In fact, the above algorithm WGKL-1 is a weighted Rayleigh-Ritz projection method. In this section, we first describe a weighted harmonic Golub-Kahan-Lanczos algorithm (WHGKL) in detail. Then we analyze the bound for the difference between the exact eigenvalue and the approximate one, together with their corresponding eigenvectors. Between WGKL-1 and WHGKL, we also discuss which one is better suited to solve exterior or interior eigenvalues for the LREP. Finally, the second type of a weighted Golub-Kahan-Lanczos algorithm (WGKL-2) is given, and the difference between WGKL-2 and WHGKL is illustrated. 3.1. The principle of WHGKL. From Algorithm 1, we have equation (2.4) . Making use of the harmonic projection condition, the weighted harmonic Golub-Kahan-Lanczos algorithm seeks the pair (λ j ,ẑ j ), j = 1, . . . , k, which satisfies
where ⊥ M denotes M-orthogonality. The (λ j ,ẑ j ) is called the weighted harmonic Ritz pair of H in span{X k }, and we letẑ j =
Rewriting the above equation, one has 
in [8, Sec. 7] except for the coefficientsη andθ. Here we use the same coefficientλ. From the above, we know that
We then substitute it into the second equation of (3.4) yielding 
Note that all the eigenvalues of H are real and appear in pairs {λ, −λ}. Therefore, the approximate eigenpairs of H can be set as
Next, we give the stopping criterion of WHGKL. Equation (3.3) can be written as
Left-multiplying the above equation by
and moving the terms, we have
It follows from (2.4) that we have
So we can use
as the stopping criterion, where f jk is the kth element of f j . Thus we have the following algorithm. ALGORITHM 3 (WHGKL). 1. Given an initial guess x 1 satisfying x 1 M = 1, a tolerance tol, an integer m the dimension of the solution subspace, as well as the desired number of eigenpairs. Set β 0 = 1, y 0 = 0;
Convergence analysis. Naturally, the few largest σ j are used to approximate the few largest λ j , and the few smallest σ j are used to approximate the few smallest λ j . In this section, we give the accuracy of these approximates. Firstly, the bounds for the errors in σ 2 j as an approximation to λ 2 j , together with their corresponding eigenvector, are presented in the following theorem. We denote by C j (x) the Chebyshev polynomial of the first kind of degree j [21] , and two angles are defined as follows: . For j = 1, 2, . . . , n, suppose that the eigenvalues of M K are λ 2 1 ≥ · · · ≥ λ 2 n > 0 and ξ 1 , . . . , ξ n are their corresponding K-orthogonal eigenvectors. Suppose that Algorithm 1 does not break down at the kth iteration. Let the SVD of B k,k+1 be (3.6), and σ 1 ≥ · · · ≥ σ k > 0, and let w = Ξ T KM x 1 = [w 1 , . . . , w n ] T . Then, for j = 1, . . . , k, there holds
Proof. Since K > 0, K has a factorization K = LL T with L invertible. From Lemma 2.1 and (2.7), it is easy to see that for any j = 1, . . . , n, λ 2 j is an eigenvalue of L T M L with the corresponding eigenvector L T ξ j , i.e., (3.11 )
is the spectral decomposition of L T M L and L T ξ 1 , . . . , L T ξ n are orthonormal. Left-multiplying the second equation of (2.2) by M , we get
, and transform the above equation to 
From [28] , we know that if Algorithm 1 does not break down at the kth iteration, then α j , β j = 0, j = 1, . . . , k. Hence, T k is an irreducible symmetric tridiagonal matrix, so for 
where the last equality is using the spectral decomposition (3.11) of A. Again using (3.11) and (3.13), we have λ j ≥ σ j ≥ λ n−k+j , which is a consequence of the Cauchy interlacing inequalities applied to A and T k , j = 1, . . . , k. Thus,
It is easy to verify that −1 ≤ τ ≤ 1 for λ 2 n ≤ t ≤ λ 2 j+1 , and
Thus, the bound (3.9) is now a consequence of (3.14)-(3.16).
Next, let us turn to proving (3.10) . Similarly to the proof of Theorem 3.2 in [28] , applying the standard Lanczos convergence results in [18, Sec. 6.6] to (3.13), one has
Hence, the bound (3.10) can be obtained by using the identities Finally, we prove the equality in (3.10). By the first equation of (2.2), we know that
Then from Lemma 2.1, one obtains
Taking the square root of the above equality completes the proof. REMARK 3.3. Because WHGKL differs from WGKL-1, we have presented Theorem 3.2 to prove convergence for WHGKL similar to equation (3.6) in [28, Theorem 3.2] , which is the convergence proof of WGKL-1. Moreover, the proofs of the two theorems are different. In [28] , the standard Lanczos convergence results in [18, Sec. 6.6 ] are applied to (3.13) , while here, we use the min-max principle [20, Thm. 3.5] for the matrix T k .
if the difference between the SVD of B k,k+1 and B k is tiny, then B −1 k φ j 2 is very close to σ −1 j . Consequently, from the left part of (3.10), we can see that when σ j is close to λ j , the accuracy of the approximation Y k φ j of ξ j is related to the accuracy of the approximation σ j X k B −1 k φ j of η j . REMARK 3.5. Theorem 3.2 and the following Theorems 3.6, 3.7 bound the angles between Y k φ j and the eigenvector ξ j or ξ n−k+j of M K for WHGKL and WGKL-2 (as is discussed in Section 3.3). The values of C k−j (1+2γ j ) and C k−j (1+2γ j ) are fixed for fixed j, and they will not be less than 1. The values of tan θ K (M x 1 , ξ j ) and tan θ K (M x 1 , ξ n−k+j ) represent the effect of the initial vector x 1 to the approximated eigenvectors.
Similar results can be obtained for the errors in σ 2 j as an approximation to λ 2 n−k+j . THEOREM 3.6. With the same conditions and notations as in Theorem 3.2, then for j = k, k − 1, . . . , 1, there holds 
The second weighted Golub-Kahan-Lanczos algorithm.
In this section, we describe another way to approximate eigenpairs of H by using B k,k+1 , i.e., the second weighted Golub-Kahan-Lanczos algorithm, denoted by WGKL-2. In addition, we provide its new convergence theory and analyze the difference between WGKL-2 and WHGKL.
Suppose that y k+1 is computed by WGKL but x k+2 is not computed. Then the following relations hold:
Hence, from the SVD of B k,k+1 (3.6) and (3.18), we can take
as the Ritz values and the corresponding M-orthonormal Ritz vectors of H. We may take (3.20)
as the stopping criteria. Here φ jk is the k-th element of φ j . The following algorithm is the second weighted Golub-Kahan-Lanczos algorithm (WGKL-2).
ALGORITHM 4 (WGKL-2). 1. Given an initial guess x 1 satisfying x 1 M = 1, a tolerance tol, an integer m (the dimension of the solution subspace) as well as (the desired number of eigenpairs). Set β 0 = 1, y 0 = 0; 2. Apply WGKL to generate X k+1 , Y k , B k,k+1 , α k+1 ; 3. Compute an SVD of B k,k+1 as in (3.6), select ≤ k wanted singular values σ j and their associated left and right singular vectors φ j and ψ j . Form ±λ j andẑ ± j as in (3.19) . Use (3.20) to verify convergence; if Hz + j −λ jz + j M ≤ tol, then stop. Since left-multiplying the first equation in (3.17) by M yields (3.12), we can establish the convergence theory of WGKL-2 similar to WHGKL. Theorem 3.7 provides the bounds for the errors in σ 2 j as an approximation to λ 2 j together with their corresponding eigenvector and also gives the parallel results applied to the errors in σ 2 j as an approximation for λ 2 n−k+j . THEOREM 3.7. With the same conditions and notations as in Theorem 3.2 and 3.6, for j = 1, . . . , k, there holds 
Moreover, for j = k, k − 1, . . . , 1, there holds
REMARK 3.8. By observing the upper bound of λ 2 j − σ 2 j in Theorem 3.7, we can easily find that
This means that the bound here is tighter than the bound of λ 2 j − σ 2 j in [28, Thm. 3.3] , and the same results for σ 2 j − λ 2 n−k+j hold. REMARK 3.9. From the above discussion, we can see that WGKL-1 uses the singular valuesσ j of B k as the approximate eigenvalues of H, while WHGKL and WGKL-2 use the singular values σ j of B k,k+1 . Similar to Remark 3.4 in [28] , becauseσ 1 ≥ · · · ≥σ k are the singular value of B k and σ 1 ≥ · · · ≥ σ k are the singular value of B k,k+1 , using the interlacing properties [7, Cor. 8.6 .3], we have
Hence, from Theorems 3.2, 3.6, and 3.7, σ j will be more accurate for approximating a large eigenvalue λ j of H, andσ j will be more accurate for approximating a small eigenvalue λ j of H. REMARK 3.10. By comparing WGKL-2 and WHGKL, we can see that WGKL-2 needs X k+1 , Y k , B k,k+1 , and α k+1 to form the approximated eigenpairs, while WHGKL needs X k , Y k , B k,k+1 , and B −1 k . Thus, although WHGKL requires less computational effort with respect to matrix-vector products than WGKL-2, it needs much more computational effort for the inversion B −1 k . Fortunately, B k is not only upper bidiagonal but also small. So the costs of this will generally be very modest compared to a matrix-vector product, and we use a direct solve with MATLAB backslash. 
Restart.
With the size of the search space increasing, the storage and the computational costs of WHGKL grows quickly, and the M -orthogonality and K-orthogonality will be gradually lost, so its numerical stability will deteriorate. To overcome the difficulty, motivated by the idea in [2] , we consider a thick-restarting procedure for WHGKL, i.e., we add some harmonic Ritz vectors to the search subspace for the purpose of acceleration. In fact, the methods in [2] can be seen as solving eigenproblems for a symmetric matrix 0 A T A 0 , while in this paper, our matrix is [ 0 K M 0 ], which is not symmetric. Therefore, we study how to apply their strategy to our problem. Details are discussed in the following.
Assume that WHGKL runs m steps and generates the matrices X m+1 , Y m , B m , and
,m be the SVD of B m,m+1 , and let Φ m,s be the first s columns of Φ m . Here, the integer s ≤ m is the number of added harmonic Ritz vectors. Take the QR decomposition,
is an upper tridiagonal matrix, whose (s + 1) × (s + 1) element is 1. Let
Then X T s+1 M X s+1 = I s+1 , and
whereα s+1 is the value such that ỹ s+1 K = 1. Thus Y T s+1 K Y s+1 = I s+1 , and 
Consequently, from (4.7) and (4.9), we have while from (4.10), we have
Comparing the above two equations, it can be deduced that
so (4.10) can be written as
Next, let us consider the vector Kỹ s+1 . Because
we can suppose that Kỹ s+1 =α s+1xs+1 +r s+1 . Herer s+1 satisfies X T s+1 Mr s+1 = 0. Therefore, We then have The following is the weighted harmonic Golub-Kahan-Lanczos with thick-restarting algorithm WHGKL-TR. ALGORITHM 5. WHGKL-TR(M,S) 1. Given an initial guess x 1 satisfying x 1 M = 1, a tolerance tol, an integer s for the number of approximate eigenvectors that we want to add to the solution subspace, an integer m for the dimension of the solution subspace, as well as the desired number of eigenpairs. Set β 0 = 1, y 0 = 0; 2. Apply WGKL from the current point to generate the rest of X m+1 , Y m , and B m,m+1 . If it is the first cycle, then the current point is Generate new X s+2 , Y s+1 , and B s+1,s+2 by using the old X m+1 , Y m , and B m,m+1 . Perform a QR decomposition (4.1), and use (4.2)-(4.4), (4.6), (4.11), (4.12) to generate X s+1 , Y s ,ỹ s+1 , B s+1 ,x s+2 , and B s+1,s+2 , respectively. Then set X s+2 = X s+2 , Y s+1 = Y s+1 , B s+1,s+2 = B s+1,s+2 , and go to Step 2.
REMARK 4.2. In
Step 3, we compute the harmonic Ritz pairs after m iterations. In practice, we do the computation for each iteration k = 1, . . . , m. When restarting, the information chosen to add to the solution subspaces are the wanted singular values of B m,m+1 with their corresponding left and right singular vectors.
Numerical examples.
In this section, two numerical experiments are carried out by using MATLAB 8.4 (R2014b) on a laptop with an Intel Core i5-6200U CPU 2.3GHz memory 8GB under the Windows 10 operating system. EXAMPLE 5.1. In this example, we investigate the approximate eigenvalues derived by Algorithm 2 (WGKL-1), Algorithm 3 (WHGKL), and Algorithm 4 (WGKL-2) for the LREP. The initial vector x 1 satisfied x 1 M = 1, which is generated by using the MATLAB code randn(). There are two groups of tested matrices K and M , all of them are symmetric positive definite. Test 1 and Test 2 are used to denote the groups, and they come from the linear response analysis for a Na 2 and silane (SiH 4 ) compound, respectively, which are derived by the turboTDDFT code in QUANTUM ESPRESSO [6] . The order of Test 1 and Test 2 are n = 1862 and 5660, respectively. Suppose σ j is the jth approximate eigenvalue obtained by the above three algorithms, for j = 1, . . . , k. We compute the relative eigenvalue errors for the largest and smallest eigenvalues of H:
where λ 1 and λ n are the "exact" largest and smallest eigenvalues of H generated by using the MATLAB code eig()'. For the largest eigenvalue, we set k = 1, . . . , 15, and for the smallest eigenvalue, k = 1, . . . , 150. In Figure 5 .1 and 5.2, the numerical results are reported. From the figures, we can observe, because WGKL-2 and WHGKL both perform an SVD of the matrix B k,k+1 , that the σ 1 s of the two algorithms are the same in value and are closer to the largest eigenvalue of H than that of WGKL-1. The σ k of WGKL-1 is closest to the smallest eigenvalue of H among the three algorithms. Thus, the phenomena shown here are consistent with those discussed in Remark 3.9. EXAMPLE 5.2. To test the efficiency of our methods, we compare five algorithms: Algorithm 4 (WHGKL-TR(M,S)), Algorithm 2 (WHGKL), Algorithm 1 (WGKL-1), Algorithm 3 (WGKL-2), and the first Lanczos type algorithm [21] , which is labeled as ALG-TL. (Since in this paper, we only present the restarting algorithm for WHGKL, we compare with WHGKL-TR and the non-restarting version of the algorithms for WGKL-1 and WGKL-2, and we We choose two pairs of symmetric positive definite matrices K and M for Test 3 and Test 4, and these matrices are all collected from the University of Florida sparse matrix collection [5] . Table 5 .1 lists the features of the test matrices, where n is the dimension of a matrix. If the dimension of the two matrices are different, we truncate the leading principal submatrix of the larger one to make K or M of the same size.
We aim to compute the 2 largest and smallest positive eigenvalues with their corresponding eigenvectors. If the following relative residual 1-norm is less than 10 −8 , then the computed approximated eigenpair (σ j ,ẑ j ) is regarded as converged,
In WHGKL-TR(M,S), we select (m, s) as (30, 5), (30, 10), (30, 15), respectively, i.e., restart will occur once the dimension of the solution subspace is larger than m, and the information of s harmonic Ritz vectors is kept. Table 5 .2 reports the number of Lanczos steps labeled as "iter" and the CPU times in seconds labeled as "CPU" for the five algorithms. Bold numbers mean the least time spent.
To illustrate the accuracy of the approximations, we also compute the relative eigenvalue errors e(σ j ) := |λj −σj | λj , j = 1, 2,
for Test 3, and the "exact" eigenvalues λ j are computed in the same way as in Example 5.1. The convergence curves of the relative eigenvalue error as well as the relative residual 1-norm are depicted in Figure 5 .3 with m = 30, s = 10 for WHGKL-TR(M,S) and WHGKL. Among WHGKL, WGKL-1, and WGKL-2, it is clearly demonstrated by Table 5 .2 that WHGKL performs the fewest iterations for the relative residual 1-norm of the two smallest ETNA Kent State University and Johann Radon Institute (RICAM) WEIGHTED HARMONIC GOLUB-KAHAN-LANCZOS WITH THICK RESTARTING 545 eigenvalues. According to the table, we also see that the number of Lanczos steps for WHGKL-TR(M,S) is slightly higher than for the other four non-restarted algorithms. From Figure 5 .3, it can be observed that WHGKL-TR(M,S) performs a few more Lanczos steps than WHGKL to obtain the two smallest eigenvalues of Test 3 with the same accuracy. However, the computation time for WHGKL-TR(M,S) is significantly less than for the other methods. One reason is that ALG-TL must solve a 2k × 2k eigenproblem at every iteration. Moreover, it must also sort the eigenvalues and their eigenvectors. The other algorithms only need to solve a k × k SVD problem with no sorting. In addition, reducing the s orthogonalization processes in every mth iterations is another reason for less time consumption. From the numerical results of WHGKL-TR(M,S) in Table 5 .2, we can see that by increasing s, we observe a decrease in the number of iteration but the CPU time increases. This is due to the fact that the process of obtaining and adding approximate eigenvectors to the solution space takes some time. Thus, the appropriate choice for m and s is important for WHGKL-TR(M,S). We will investigate this in the future. 6. Conclusions. To solve the eigenvalues nearby zero for the LREP more efficiently, we have proposed a weighted harmonic Golub-Kahan-Lanczos method (WHGKL). Theoretical bounds for the harmonic Ritz pairs are established in Theorems 3.2 and 3.6. We also compare the new algorithm with the algorithms proposed in [28] . To make WHGKL more feasible, we consider to thick restart the algorithm to reduce the computational and memory costs and propose the weighted harmonic Golub-Kahan-Lanczos with thick restarting algorithm. Numerical experiments show that our new method can compute the desired eigenvalues efficiently.
